S2
Final optimized geometries and energies of species, appearing in Scheme Geometries optimized at MPW1K/6-311**+ level of theory in dichloromethane, using PoissonBoltzmann model. -0.5101430000 0.5569230000 -0.9327650000 C2 -1.7848590000 0.7352830000 -0.4106230000 C3 -2.6546430000 -0.3379800000 -0.3281710000 C4 -2.2730280000 -1.5925750000 -0.7778660000 C5 -1.0080580000 -1.7645090000 -1.3155910000 C6 -0.1272630000 -0.6999400000 -1.3910630000 H7 -2.0879660000 1.7077310000 -0.0488980000 H8 -3.6415960000 -0.1929050000 0.0870460000 H9 -2.9582800000 -2.4256520000 -0.7158250000 H10 -0.7041540000 -2.7335850000 -1.6857730000 H11 0.8546860000 -0.8417190000 -1.8194830000 S12 1.0920130000 2.6746730000 1.0728750000 C13 1.3933760000 0.9816800000 1.7353700000 F14 2.1755590000 1.0231070000 2.8121230000 F15 0.2745180000 0.3829430000 2.0815790000 F16 2.0035300000 0.2408510000 0.8461220000 N17 0.4110660000 1.6255100000 -0.9583630000 H18 1.1918850000 1.5161850000 -1.5997760000 H19 -0.0512910000 2.5009220000 -1.1652640000 O20 2.3202210000 1.5991510000 -3.3081760000 S21 2.1298380000 2.3813840000 -4.5455590000 O22 3.3642760000 2.4736890000 -5.3401810000 O23 1.5265020000 3.6970480000 -4.2818910000 C24 0.9645070000 1.4813480000 -5.5274400000 H25 0.0459540000 1.3780160000 -4.9594160000 H26 0.7834620000 2.0388610000 -6.4410010000 H27 1.3868330000 0.5066600000 -5.7516730000 S28 1.5136200000 3.6678660000 3.0429020000 C29 3.2963630000 3.9757330000 3.1214630000 H30 3.4786420000 4.6477310000 3.9553330000 H31 3.7646600000 3.0196190000 3.3244320000 H32 3.6571870000 4.3850090000 2.1860700000 H33 1.0873130000 4.8658280000 2.5811870000 Summary of Natural Population Analysis: 
TS
Natural Population Natural --------------------------------------------- Atom No Charge Core Valence Rydberg Total -------------------------------------------------------------------- C 1
